Table S1
Refined parameters in the experimental and theoretical multipolar model for the NF-radical. Table S3 BCP properties for the intermolecular interactions within radical dimer of NF-radical. See Figure 5 for the BCPs locations. Table S4 BCP properties for intermolecular interactions within radical dimer of F-radical. See Figure 5 for the BCPs locations. ] in F-radical for noncovalent interactions.
Experimental Theoretical
NF-radical Interaction (r) [eÅ -3 ]  2 (r) [eÅ -5 ] (r) [eÅ -3 ]  2 (r) [eÅ -5 ] Cp1 S1 … S2
F-radical Interaction (r) [eÅ -3 ]  2 (r) [eÅ -5 ] (r) [eÅ -3 ]  2 (r) [eÅ -5 ] Cp1 S1 … S2
Interaction (ORTEP code) ] values for the covalent bonds in the dithiadiazolyl ring obtained from the final experimental and theoretical model. 
NF-radical F-radical
Experimental Theoretical Experimental Theoretical Bond (r)  2 (r) (r)  2 (r) (r)  2 (r) (r)  2 (r) S1-S2 0.
Symmetry

Figure S5
Relaxed potential energy scan around torsion angle between 5-membered ring and 6-membered ring for NF-radical and F-radical monomer. The DFT method was used with UB3LYP functional and 6-31G** basis set.
